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AB The title compds . I [A = (CH2)n, lower branched-chain C3-6 alkyl, C3-6 
cycloalkyl, C2-6 alkenyl, C2-6 alkynyl; n = 0-5; B = H, (un) substituted 
C02H, CH20H, CHO, etc.; R1-R4 = H, Cl-6 alkyl, halogen, Cl-6 alkoxy; R5, 
R6 = H, Cl-6 alkyl; X = divalent heteroaryl group selected from thienyl, 
pyridyl, furyl, pyridazinyl, pyrimidinyl, pyrazinyl, thiazolyl, oxazolyl; 
Y = O, S; Z = linear Cl-10 alkyl, C3-10 cycloalkyl, C3-10 branched-chain 
alkyl, C2-10 linear alkenyl, branched-chain C3-10 alkenyl, etc.], useful 
as regulators of cell proliferation and differentiation, are prepared Thus, 
di-Et (2-carboethoxy-5-thiophenyl ) methylphosphonate was condensed in the 
presence of NaH with 3- ( 3-methyl-2-thiobuten-l-yl) benzaldehyde, producing 
5- [E-2- [3- (3-methyl-2-thiobuten-l-yl) phenyl] ethenyl] -2- 

thiophenecarboxylate (II) . II demonstrated 80% inhibitory concentration of 
12-0-tetradecanoyl-phorbol-13-acetate-induced ornithine decarboxylase 
activity of 147 nM. 
IT 151330-70-OP 



10/660,748 



RL: RCT (Reactant) ; SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(preparation and reaction of, in preparation of heteroaryl-substituted 
phenylethenyl compds . having retenoid-like activity) 
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AB Quant, structure-activity relationships (QSAR) are derived for two sets of 
HIV inhibitors: 1- [2-hydroxyethoxy) methyl] -6- (X-phenylthio) thymines and 
thiothymines (I, R = e.g., 2- or 3-Me, 3-halo, 2- or 3-OMe, X = O or S) 
and dideoxypurine ribof uranosides (II, X = e.g., chloro or NH2, Y = halo, 
SH, or NH2) . The hydrophobic and especially the steric properties of 
substituents determine relative potencies of the derivs . 
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hydroxyethoxy) methyl] -5-methyl- (9CI) (CA INDEX NAME) 
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AB The title compds . [I; R0 = HO or its precursor; Rl = tetrazolyl or its 
precursor; Ar = Ph optionally substituted by Cl-6 alkyl(thio), C2-6 
alkenyl, Cl-6 alkoxy, Cl-6 polyf luoroalkyl, C3-6 cycloalkyl, phenyl ( thio) , 
halo, NR2, etc.; R = H, Cl-6 alkyl, X(CH2)nY attached to the adjacent C 
atoms of the Ph ring; X, Y = CH2, O; n = 1-3; with a proviso] or their 
pharmaceutically acceptable salts, having antiproliferative, 
antiaggregatory, muscle-relaxing, lusitropic, etc., activities, were 
prepared Condensation reaction of 2.05 g 3-PhSC6H4COMe with 1.19 g 
Me2NCH(OMe)2 in DMF gave 1.72 g 3-PhSC6H4COCH : CHNMe2 which was refluxed 
for 1 h in DMF with 0.7 6 g NaOMe and 0.59 g H2NCOCH2CN to give 1.09 g 
3-cyano-6- (3-phenylthiophenyl) pyridin-2 (1H) -one. Cyclocondensation of the 
latter (0.79 g) with NaN3 in N-methylpyrrolidin-2-one at reflux gave 0.77 
g title compound II. The latter in vitro inhibited (IC50 values in 
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parentheses) proliferation of human colorectal cells SW-620 (56-90 mM) , 
NRK-52 (46-48 mM) , and HT-29 (55-66 uM) . II in vitro inhibited 
spontaneously developed tension of guinea pig trachea strips with IC50 = 
6.5 nM, and at 30-100 pM in vitro caused a 10-20% decrease of the 
rabbit cardiac muscle relaxation time. Approx. 58 I were prepared and 57 
are claimed. 

1441-99-2, 3* -Methyl thioacetophenone 26388-18-1, 

3 ' - (Phenyl thio) acetophenone 
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AB The title compds . I (R = substituted alkyl, substituted aryl, heterocycle 
with 1-4 heteroatoms, substituted benzimidazole, etc.; n = 0-2) are 
fungicides and insecticides. Thus, in greenhouse expts. a composition 

containing 

0. 00062% 2- (3, 4-dichlorophenylsulfonyl) -5- ( trif luoromethyl ) -1 , 3, 4- 
thiadiazole gave 100% protection to apple seedlings from apple scab 
(Fusicaldium dendriticum) . No survivors resulted in tests with Tenebrio 
molitor larvae on soil treated with 10 ppm of the above compound 

IT 62617-24-7P 

RL: SPN (Synthetic preparation); PREP (Preparation) 
(preparation of) 

RN 62617-24-7 CAPLUS 

CN Ethanone, l-[3-[ [5- (trif luoromethyl ) -1, 3, 4-thiadiazol-2- 
yl]sulfonyl] phenyl]- (9CI) (CA INDEX NAME) 
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AB About 200 title compds . I (R = H, halo, Me, N02, MeO; Rl = carbocyclic or 
heterocyclic aromatic group; n = 0, 1, 2), useful as cerebral vasodilators 
(no data), were prepared Most I (n = 0) were prepared from R1SH by 
condensation with 5-halothiophene-2-sulf onamides , from RIBr by 
condensation with 2-mercaptothiophenes , or from 2- (arylthio) thiophenes by 
successive sulfonation, conversion to the sulfonyl chloride, and treatment 
with NH3. Most I (n = 1,2) were prepd, . from I (n = 0) by oxidation Some 
also show anticonvulsant activity (no data) . 
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